Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; some non-H atoms missing; disorder in main residue; R factor = 0.056; wR factor = 0.173; data-to-parameter ratio = 18.3.
Related literature
Nitroso compounds are known to bind the Fe centers of many heme proteins including the blood protein hemoglobin (Keilin & Hartree, 1943; Hirota & Itano, 1978; Murayama, 1960; Gibson, 1960; Yi et al., 2013) . For the syntheses and crystal structures of related compounds, see: Wang et al. (1996) ; Godbout et al. (1999) ; Sohl et al. (2004) . For a review on the interactions of C-nitroso compounds with metalloporphyrins, see: Lee et al. (2002) . For the preparation of (TPP)FeCl (TPPH 2 is 5,10,15,20-tetraphenylporphyrin), see: Adler et al. (1970) . For the use of SQUEEZE, see: van der Sluis & Spek (1990) .
Experimental
Crystal data [Fe(C 44 Table 1 Selected bond lengths (Å ). Data collection: SMART (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS2013 (Sheldrick, 2008); program(s) used to refine structure: SHELXL2013; molecular graphics: SHELXL2013; software used to prepare material for publication: SHELXL2013.
Comment
Nitroso compounds are known to bind the Fe centers of many heme proteins including the blood protein hemoglobin (Keilin & Hartree, 1943; Hirota & Itano, 1978; Murayama, 1960; Gibson, 1960; Yi et al., 2013) . The synthetic bis-nitrosoarene iron porphyrin, (TPP)Fe(PhNO) 2 , was prepared and structurally characterized by X-ray crystallography (Wang et al., 1996) . We report the crystal structure of the six-coordinate (1-methyl-1H-imidazole-κN 3 )(1-methyl-2-nitrosobenzene-κN) (5,10,15,20-tetraphenylporphyrinato-κ 
Experimental
To a Schlenk tube equipped with a magnetic stirrer was added (TPP)FeCl (61 mg, 0.09 mmol) and THF (15 ml). Zn(Hg) (60 mg, 0.9 mmol in Zn) was added and the mixture stirred for 2 h. The resulting solution was filtered into a clean Schlenk tube and the THF removed under vacuum and the residue subsequently dried. The purple (TPP)Fe II solid obtained was dissolved in 15 ml of CH 2 Cl 2 , treated with 2-nitrosotoluene (50 mg, 0.4 mmol), and stirred for 12 h. The solution was reduced to 5 ml, and 10 ml hexane was added. The resulting solid was collected by filtration. The IR (KBr) spectrum showed the ν NO band at 1350 cm -1
, comparable with the 1353 cm -1 ν NO band observed for (TPP)Fe(PhNO) 2 (Wang et al., 1996) . The (TPP)Fe(o-tolNO) 2 obtained was then treated with 0.5 equivalent of 1-methylimidazole (purchased from Aldrich Chemical Company and used as received) and stirred for 30 min during which time the color of the solution changed from red-purple to brown-green. The solution was filtered and dried in vacuo. The IR (KBr) spectrum of the (TPP)Fe(o-tolNO)(1-MeIm) product showed the ν NO band at 1366 cm -1
. A suitable purple-needle shaped crystal was grown by slow evaporation of a CH 2 Cl 2 -hexane (1:1) solution of the complex at room temperature under N 2 .
Refinement
H atoms were located geometrically and treated as riding on their parent atoms with C-H = 0.95 Å for aromatic and 0.98 Å for methyl, and with U iso (H) = 1.2 (1.5 for methyl) times U eq (C). SHELXL2013 (Sheldrick, 2008) .
Figure 1
The molecular structure of (TPP)Fe(o-tolNO)(1-MeIm) with displacement ellipsoids drawn at the 50% probability level.
H atoms and the dichloromethane solvent molecule are omitted for clarity. 
